X-ray analysis of (1RS,5RS,6RS)-5-(3,4-dimethoxyphenyl)-6-nitrocyclohex-2-enol (2a).
The solid state conformation and configuration of 2a was confirmed as () (1SR, 5SR, 6SR)-5-(3,4-dimethoxyphenyl)-6-nitrocyclohex-2-en-1-ol by X-ray single crystal diffraction analysis. The compound crystallizes in a centrosymmetrical space group with one molecule in the asymmetric unit ( Figure S1 ), so the two configurations are present in the crystal.
Figure S1
Crystal structure conformation of (1RS,5RS,6RS)-5-(3,4-dimethoxyphenyl)-6-nitrocyclohex-2-enol (2a).
The crystal cohesion is mainly due to four hydrogen bonds all of them provided by H-1A ( Figure S2 ).
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Figure S2
Zigzag chain of (2a) molecules due to four hydrogen bonds all of them provided by H1A.
The conformation of the six member ring C1/C2/C3/C4/C5/C6 can be described as a half chair, with puckering parameters Q=0.5015 Å, θ=50.54 0 and φ=269.0 0 .
25
The C1, C2, C3 and C4 atoms are almost coplanar (max dev. from the L.S. mean plane is 0.005 Å for C3) and C5 and C6 are located at both side of this plane (distance from the L.S. mean plane are -0.3975 Å and 0.3697 Å for C5 and C6 respectively). The molecule is bonded via two hydrogen bonds, bifurcated in character, where H1A acts as donor and the two others ones where O3D and O4D act as receptors. The packing can be described as a network of zigzag chains of molecules ( Figure S3 ). A thick, colorless crystal, grown from ethanol 96%, was mounted on the tip of a glass fiber and data collection was performed at 293 ± 2 ºK. Accurate cell dimensions were determined by least-squares fitting of 25 reflections in the range 10º < 2 <25º by means of / 2 scan technique, using Mo K radiation. , F(000) 592, A total of 5428 reflection were collected, independent reflections 2441 (Rint = 0.13), completeness to 2θ = 50º deg 100.0 %, All reflections corresponding to a complete semi sphere (0 < h < 9; 10 < k <10; -15 < l < 15) were collected over the range 4º < 2 <50º by means of / 2 scan technique. Three intensity controls reflections were also measure each 147 reflections and showed a maximum variation of 1.5% over the course of the collection. Subsequent statistical analysis of the complete reflection data set using the XPREP 32 program verified the space group as P2 1 /n. After Lorentz and polarization corrections, merging of equivalent reflections, and rejection of systematic absences, 2439 unique reflections were used in the subsequent structure determination and refinement. Linear and anisotropic decay corrections were applied to the intensity data as well as an empirical absorption correction (based on a series of psi-scans).
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Structure determination was readily accomplished with the direct-methods program SHELXS-97, where all non-hydrogen atom coordinates were located in a routine run using default values in that program and refined anisotropically in a full-matrix least-squares refinement on F 2 using SHELXL-97 program. The H atoms were included at the expected positions using a riding model, and their U iso thermal parameters were fixed at 1.2 or 1.5 times the U iso value of the atom to which they were attached,. The following crystal structure has been deposited at the Cambridge Crystallographic Data Centre and allocated the deposition number CCDC 745616
If we have any queries relating to these data then we will contact you later.
Summary of Data CCDC 745616
Compound: (1SR, 5SR, 6SR)-5-(3,4-dimethoxyphenyl)-6-nitrocyclohex-2-en-1-ol Formula: C14 H17 N1 O5 Unit cell parameters: a 5.6170(11) b 18.699(4) c 13.363(3) beta 100.14(3) space group P21/n Any publication carrying this CCDC number will refer to the most recent set of deposited data; previous depositions carrying this number will not be retained.
Please note, if data have not appeared in a journal publication 3 years after the date of deposition, and the CCDC cannot contact you to discuss the matter, then the CCDC will automatically include the data in the CSD as a Private Communication. 
